The 12 non-H atoms defining the triple-fused-ring system in the title compound, C 19 H 13 ClN 6 , are almost coplanar (r.m.s. deviation = 0.023 Å ). The chloro-substituted ring is almost effectively coplanar with the central atoms [dihedral angle = 6.74 (13) ], but the N-bound benzene ring is not [dihedral angle = 54.38 (13) ]. In the crystal, supramolecular chains along the a axis sustained by C-HÁ Á Á and -[centroidcentroid distance between N 4 C and C 4 N five-membered rings = 3.484 (2) Å ] stacking occur. A very long C-ClÁ Á Á contact is also seen.
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Related literature
For biological activity of imidazoles, see: Yohjiro et al. (1990) . For related structures, see: Jotani et al. (2010a,b) . Semiempirical quantum chemical calculations were performed using MOPAC2009, see: Stewart (2009 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C14-C19 and C8-C13 rings, respectively.
Data collection: APEX2 (Bruker, 2004); cell refinement: APEX2 and SAINT (Bruker, 2004); data reduction: SAINT and XPREP (Bruker, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010).
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Comment
The crystal structure of the title compound, (I), was examined in connection with on-going structural studies of imidazoles (Jotani et al., 2010a; Jotani et al., 2010b) , which are known to possess a wide spectrum of biological activities such as herbicidal, anti-bacterial, anti-fungal, etc. (Yohjiro et al., 1990) .
In (I), the 12 non-hydrogen atoms comprising the three ring fused system are co-planar with a r.m.s. deviation of 0.023 Å [max. and min. deviations = 0.033 (3) Å for atom N1 and -0.039 (4) Å for C3]. Whereas the chloro-substituted benzene ring is co-planar with the fused ring system [the C2-C3-C14-C15 torsion angle = -173.1 (4) °], the N-bound benzene ring is twisted out of the plane [the C1-N1-C8-C9 torsion angle = -54.0 (6) °]. Other features in the molecule match recently determined literature precedents (Jotani et al., 2010a; Jotani et al., 2010b) The presence of C-H···π, Table 1 , and π-π interactions between five-membered rings [ring centroid(N1,C1-C4)···ring centroid(N3-N6,C6) = 3.484 (2) Å with an angle of inclination = 2.2 (2) ° for i: 1/2 + x, 1/2 -y, 1 -z] lead to supramolecular chains along the a axis. The major interactions involving the Cl atom are of the type C-Cl···π, Table 1 , which serve to connect molecules along the b axis.
Semi-empirical Quantum Chemical Calculations were performed using the MOPAC2009 programme (Stewart, 2009) to optimize the experimental structure with the Parametrization Model 6 (PM6) approximation together with restricted the Hartree Folk closed shell wavefunction; the minimizations were terminated at a r.m.s. gradient less than 0.01 kJ-mol -1 Å -1 .
These calculations gave an optimized structure which had different conformations for the chloro-substituted and the N-bound benzene rings, as seen in the C2-C3-C14-C15 and C1-N1-C8-C9 torsion angles of 146.1 and -38.5 °, respectively.
Experimental
To a well stirred mixture of 2-methyl-4-chloro-5-(4-chlorophenyl)-7-phenyl-7H-pyrrolo[2,3-d]pyrimidine (5 mmol) and
Aliquat 336 (0.202 g, 0.5 mmol) in toluene (25 ml) was added sodium azide (0.390 g, 6 mmol) in water (5 ml). The reaction mixture was stirred under reflux conditions for 1-1.5 h. Thereafter, the two phases were separated, the aqueous phase was extracted with toluene (15 ml) and combined organic layers were washed with water (10 x 2 ml) and passed through anhydrous sodium sulfate. The excess of solvent was distilled under reduced pressure. The oily residue was treated with cold methanol. The obtained solid was filtered, dried, and crystallized from dioxane to yield colourless blocks; m.pt: 251-253 K.
Refinement
The C-bound H atoms were geometrically placed (C-H = 0.93-0.96 Å) and refined as riding with U iso (H) = 1.2-1.5U eq (parent atom). In the absence of significant anomalous scattering effects, 1165 Friedel pairs were averaged in the final refinement. In the final refinement a low angle reflection evidently effected by the beam stop was omitted, i.e. (002). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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